C 24 H 25 N 3 O 3 , monoclinic, (no. 14), a = 10.2246(7) Å, b = 21.2529(7) Å, c = 10.6924(6) Å,
Atom Site
x y z U U U U U U O( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) N( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) O( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) − . ( ) N( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) . ( ) O( ) e .( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) .( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) − . ( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) − . ( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) N( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) . ( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) C( ) e . ( ) − . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) − . ( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) . ( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) . ( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) − . ( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) . ( ) C( ) e . ( ) − . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) C( ) e . ( ) − . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) C( ) e . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) − . ( ) . ( ) − . ( ) C( ) e .( ) . ( ) . ( ) . ( ) . ( ). ( ) − . ( ) . ( ) . ( ) C( ) e .( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) .( ) C( ) e .( ) . ( ) . ( ) . ( ) . ( ). ( ) − . ( ) . ( ) . ( ) C( ) e .( ) . ( ) . ( ) . ( ) . ( ) .( ) − . ( ) . ( ) − . ( ) C( ) e .( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) . ( ) .( ) C( ) e .( ) . ( ) . ( ) . ( ) . ( ) .
Experimental details
All the H atoms of carbon were included using a riding-model, with C-H = 0.93-0.97 Å, and their U iso = 1.2Ueq or 1.5Ueq. The H atoms of oxygen were also included using a riding-mod, with O-H = 0.82 Å and their U iso = 1.5Ueq.
Discussion
Bidentate, tridentate or polydentate Schi -base ligands with steric hindrance e ect can be used to protect the catalytic activity of the metal center in the early transition metal ole n polymerization catalysts [1, 2] . The Schi -base compounds with benzimidazole moiety [3, 4] and their metal complexes [5, 6] also have been reported on their broad biological activities. The title compound is a polydentate Schi -base with benzimidazole and steric hindrance synthesized in a convenient approach. It was expected to be used as ligand to prepare metal complexes, which has the potential application in ole n polymerization catalyst. The bond length of C15-N1 in the title molecule is 1.288(2) Å, showing a characteristic double C=N bond. The molecule consists of three planar moieties. In the benzimidazole ring, the bond distances of N2-C2, N2-C8, N3-C1 and N3-C8 are in the range of 1.325(2) to 1.393(2) Å. The benzimidazole ring (Cg(1)) and six-membered C9-C10-C11-C12-C13-C14 ring (Cg(2)) nearly perpendicular to each other with a dihedral angle of 78.7(1)°. The two six-membered Cg(2) and C16-C17-C18-C19-C20-C21 ring (Cg(3)) are almost parallel with a dihedral angle of 11.5(1)°. There is an intramolecular hydrogen bond between the hydroxyl O2 and imino N1. The title compound contains a solvent ethanol molecule, which is linked by the O-H· · · N hydrogen bond between the imidazolyl N2 and hydroxyl O3 of the ethanol molecule. In the crystal packing structure, there are some intermolecular forces including C-H· · · O hydrogen bonds and π-π stacking forces. The distance between the six-membered ring centroids of Cg (3) and Cg(2) (1−x, −y, 2−z) is 3.8075(12) Å.
